Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.034; wR factor = 0.097; data-to-parameter ratio = 14.4.
In the title compound, C 15 H 14 N 2 O 2 S, the central C 2 N 2 OS moiety is planar (r.m.s. deviation of fitted atoms = 0.0336 Å ). This is ascribed to the formation of an S(6) loop stabilized by an intramolecular N-HÁ Á ÁO hydrogen bond; additional intramolecular N-HÁ Á ÁO and C-HÁ Á ÁS contacts are also noted. The dihedral angles between the central unit and the phenyl and benzene rings are 23.79 (7) and 29.52 (5) , respectively. The thione S and ketone O atoms are mutually anti, as are the N-H H atoms; the O atoms lie to the same side of the molecule. Centrosymmetric eight-membered {Á Á ÁHNC S} 2 synthons feature in the crystal packing. The resulting inversion dimers stack along the a axis and are connected into a three-dimensional structure by C-HÁ Á ÁO and C-HÁ Á Á interactions.
Related literature
For complexation of N-benzoyl-N 0 -arylthiourea derivatives to transition metals, see: Selvakumaran et al. (2011) . For the structure of the unsubstituted parent compound, see: Yamin & Yusof (2003 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C9-C14 benzene ring. Data collection: CrysAlis PRO (Agilent, 2012); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . NS thanks NITT for a fellowship. The authors also thank the Ministry of Higher Education (Malaysia) for funding structural studies through the High-Impact Research scheme (UM.C/HIR-MOHE/SC/12). In the title compound, Fig. 1 , the thione and ketone atoms are anti with respect to each other. Similarly, the N-H Hatoms are anti to each other, and the oxygen atoms lie to the same side of the molecule. The central chromophore is planar with a r.m.s. deviation of 0.0336 Å [maximum deviations of 0.0449 (5) Å for S1, and -0.0460 (9) Å for N1] owing to the presence of an intramolecular N-H···O hydrogen bond which closes an S(6) loop (Table 1) . Weaker intramolecular N-H···O and C-H···S contacts are also noted (Table 1) . Despite this, a significant twist is evident in the molecule as manifested in the dihedral angle of 53.06 (5)° between the six-membered rings. The relative orientation of the atoms and deviations from planarity described above mimic those reported for the unsubstituted parent compound, PhC(═ O)N(H)C(═ S)N(H)Ph where the dihedral angle between the phenyl rings is 33.26 (6)° (Yamin & Yusof, 2003) .
The most significant interaction in the crystal packing is the formation of centrosymmetric eight-membered {···HNC=S} 2 synthons owing to the presence of N-H···S hydrogen bonds (Table ) . These inversion dimers stack along the a axis and are connected into a three-dimensional architecture by C-H···O and C-H···π interactions ( Fig. 2 and Table 1 ).
Experimental
A solution of benzoyl chloride (0.005 mol, 0.7029 g) in acetone (30 ml) was added drop wise to a suspension of potassium thiocyanate (0.005 mol, 0.4859 g) in anhydrous acetone (30 ml). The reaction mixture was heated under reflux for 45 minutes and then cooled to room temperature. A solution of substituted 2-methoxyaniline (0.005 mol, 0.6158 g). in acetone (30 ml) was added and the resulting mixture was stirred for 2 h. Hydrochloric acid (0.1 N, 300 ml) was added and resulting solid was filtered, washed with water and dried in vacuo. The resulting solid product was recrystallized from ethanol/dichloromethane (1:2 ratio) solution. Yield: 87%, M. pt: 409 K. Anal. Calcd. for C 15 H 14 N 2 O 2 S (%): C, 62.9; H, 4.9; N, 9.8; Found: C, 63.1; H, 5.1; N, 9.6 . Spectroscopic data for the title compound are given in the archived CIF.
Refinement
Carbon-bound H-atoms were placed in calculated positions [C-H = 0.95 to 0.98 Å, U iso (H) = 1.2U eq (C) or 1.5U eq (C methyl )] and were included in the refinement in the riding model approximation. The N-bound H-atoms were refined freely. 
Computing details
Data collection: CrysAlis PRO (Agilent, 2012); cell refinement: CrysAlis PRO (Agilent, 2012); data reduction: CrysAlis PRO (Agilent, 2012); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . 110.6; 120.2; 123.0; 126.8; 127.2; 127.5; 129.1; 131.1; 133.1; 150.7; 166.5; 176.7 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
3-Benzoyl-1-(2-methoxyphenyl)thiourea

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.34254 (5) 0.553335 (12 (5) C3 0.0170 (6) 0.0200 (7) 0.0281 (7) 0.0000 (5) −0.0026 (5) −0.0029 (5) C4 0.0199 (6) 0.0226 (7) 0.0287 (7) −0.0019 (5) 0.0051 (5) −0.0067 (6) C5 0.0288 (7) 0.0197 (6) 0.0209 (6) −0.0029 (5) 0.0048 (5) −0.0008 (5) C6 0.0245 (7) 0.0174 (6) 0.0210 (6) 0.0001 (5) 0.0003 (5) 0.0009 (5) (2) Hydrogen-bond geometry (Å, º) Cg1 is the centroid of the C9-C14 benzene ring. Symmetry codes: (i) −x+1, −y+1, −z+1; (ii) x, −y+3/2, z+1/2; (iii) x, −y+3/2, z−1/2.
